The methylene part of 1,5-dimethyl-1,5-benzodiazepine-2,4-dione is relatively acidic, and one proton can be abstracted by using potassium t-butoxide. The resulting carbanion can undergo a nucleophlilic subsitution with a dibromoalkane to form a 3-substituted derivative. In a previous study, the compound was reacted with 1-bromotetradecane to give the tetradecyl substitued derivative (Dardouri et al., 2011). The corresponding hexdecyl title compound ( Fig. 1) was obtained by using 1-bromohexadecane.
In the title molecule, C 27 H 44 N 2 O 2 , the seven-membered ring adopts a boat-shaped conformation, with two C atoms of the fused benzene ring forming the stern and the methine C atom forming the prow. The hexadecyl substituent occupies an equatorial position, with the aliphatic chain exhibibiting an extended zigzag conformation.
Related literature
For the 3-tetradecyl-substituted analog, see: Dardouri et al. (2011) .
Experimental
Crystal data C 27 H 44 N 2 O 2 M r = 428.64 Monoclinic, P2 1 =c a = 8.1426 (1) Å b = 36.2705 (5) Å c = 9.4090 (1) Å = 114.611 (1) V = 2526.38 (5) Å 3 Z = 4 Mo K radiation = 0.07 mm À1 T = 293 K 0.50 Â 0.30 Â 0.10 mm
Data collection
Bruker X8 APEXII diffractometer 45223 measured reflections 7353 independent reflections 5105 reflections with I > 2(I) R int = 0.036 Refinement R[F 2 > 2(F 2 )] = 0.050 wR(F 2 ) = 0.159 S = 1.03 7353 reflections 282 parameters H-atom parameters constrained Á max = 0.34 e Å À3 Á min = À0.26 e Å À3 Data collection: APEX2 (Bruker, 2008); cell refinement: SAINT (Bruker, 2008); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: X-SEED (Barbour, 2001); software used to prepare material for publication: publCIF (Westrip, 2010). Fig. 1 . Thermal ellipsoid plot (Barbour, 2001) of C 27 H 44 N 2 O 2 at the 50% probability level; hydrogen atoms are drawn as arbitrary radius.
Figures
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